The title compound, CHH12BNO4, crystallizes in a trigonal crystal system, space group R3, with two independent molecules A and Β in the asymmetric unit. These molecules show a bicyclooctane structure with different torsion angles of the junction, -22.3° (C 12 -Bi-N 6 -C 7 ) for A and 16.6° (C62-B5i-N 56 -C57) for Β and N->B coordination bond distances of 1.662 (3) and 1.673 (3) Ä, respectively. They are linked to one another by intermolecular interactions C=0 H-CH.
Introduction
The chemistry of boron heterocycles derived from aminoacids has been little studied in spite of the high degree of hydrolytic stability they show and the fact that these derivatives are potentially useful for biological studies [1] [2] [3] [4] [5] . There is considerable interest in cyclic boron compounds that present cytotoxic activity [6] [7] [8] , mainly phenyl derivatives, due to the fact that they have been found to be useful in boron neutron therapy for the treatment of certain brain tumors [9] [10] . We have been interested in the synthesis of new bicyclic a-and N-substituted phenylborates derived from iminodiacetic acids, as well as in the study of the intramolecular N->B bond coordination [11] [12] [13] [14] , We have already reported the synthesis of (N->B) phenyl[N-methyliminodiacetate-0,0',N]borane by two methods [11, 12] . This compound was characterized by 1 H, 11 Β and 13 C NMR , infrared spectroscopy and mass spectrometry. It has been shown that it is highly stable to hydrolysis having a rigid bicyclic structure with a strong intramolecular nitrogen-boron coordination. In this paper a conclusive proof of intramolecular N->B bond coordination for this boron heterocycle is presented. It is important to notice that no single crystal structure of any boron heterocycle derived from iminodiacetic acids has been obtained thus far.
Experimental
An Enraf-Nonius-CAD4 automated diffractometer using graphite-monochromated Mo-K a radiation and an ω-26-scan technique was used for cell determination and data collection. Data reduction was achieved by using the MOLEN [15] package. The structure was resolved by SHELX86 and refined by the CRYSTALS program package [16] . Determination of the unit cell and data collection were performed at 298K.
Crystal data: the title compound, ΟιιΗ 12 ΒΝ0 4 (MW=233.03), crystallizes in the trigonal space group R3, as colorless square prism, size: 0.12 χ 0.15 χ 0.42 mm 3 , a = 41.583(4), c = 6.869(5) Ä, V = 10287(2)Ä 3 by least squares refinement on diffractometer angles for 24 automatically centered reflections: ρ = 1.354gcrrr 3 , Ζ = 36 with two independent molecules in the asymmetric unit, μ = 0.095mm-··, F(000) = 4392. Data collection: monitoring of check reflections showed no signs of decay. A total of 14633 reflections was measured (2<θ<26), 7706 were independent and of these 5129 were considered observed [F o >3.0a(F o )]. Absorption correction was not necessary (T max = 0.989, Τφ ίη = 0.961). Solution and refinement: direct methods, all non-hydrogen atoms refined anisotropically, all hydrogen atoms were located by difference Fourier maps and refined with an overall isotropic thermal parameter, 381 parameters refined, R = 0.038, R w = 0.036, w = 1/σ 2 , GOOF = 0.76, parameter to data, ratio 1:13.5, largest residual electron density peak/hole in the final difference map: 0.38/-0.36 e/A 3 , max Δ/σ shift 0.042. The final fractional atomic coordinates are listed in Table Vol . 20, No. J, 1997
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Results and Discussion
(N-»B) phenyl[N-methyliminodiacetate-0,0',N]borane was prepared as described previously [11] , and was crystallized from dichloromethane/hexane to provide suitable crystals for X-ray diffraction. The choice of space group (R3) requires that there be two independent molecules A and Β ( Figure  1 ) in the crystallographic asymmetric unit. An analysis of the Laue symmetry options for the trigonal symmetry revealed the symmetry to be no higher than 3, thereby precluding the space groups R3m (No.166) and R3c (No.167), in which the only one molecule would comprise the asymmetric unit.
Further evidence in support of the space group was the ready convergence and the absence of serious correlation in the refinement.
In accordance with studies of space-group frequencies, where the number of the molecules in the asymmetric unit (Z' = Z/n, where Ζ is the number of molecules in the unit cell and η is the order of the group) [17] is important, the present crystal structure can be characterized by Z' = 2. According to the literature the present crystal structure is apparently the first within this class [17] . The molecules in the crystal structure show the following intermolecular contacts (Figure 2 In general the bond distances in both molecules show few differences (see Table 2 (2) 0(3) 1.331(3) 0(4)-0(3) 1.198 (2) 0(10) -0(9) 1.208(3) 0(11) -0(9) 1.313(2) N (6) -0(5) 1.501(3) N(6)-0(7) 1.494(3) N (6) -0(8) 1.491(3) 0(3) -0(5) 1.504 (3) 0(8) -0(9) 1.510(3) 0(12) -0(13) 1.390 (3) 0(12) -0(17) 1.393(3) 0(13) * 0 (14) 1.385 (3) 0(14) -0(15) 1.364 (4) 0 (15) -0(16) 1.370 (4) 0(16) -0(17) 1.385 (3) B (51) The conformations of the two five-membered rings in both molecules A and Β are different and the five-membered rings are not planar, as indicated by the torsion angles (see Table 3 ). This is due in part to the intermolecular interactions. The Ph-B and N-CH 3 groups are bent away from the N-B bond, as indicated by the bond angle values (see Table 2 These values are similar to the bicyclic boron compounds derived from N-alkyl-N-(2-oxyethyl)glycine [21] . The molecular structure of the title compound establishes the bicyclic structure showing a N->B bond length of 1.662(3) Ä for A and 1.673(3) Ä for B, the values being comparable to the N->B bond length in analogous compounds [19] [20] [21] , These molecules show a bicyclooctane structure with different torsion angles of the junction, -22.3° (C^-BrNß-Cy) for A and 16.6° (0 62 -Β 51 -Ν5 6 -057) for Β. B1-O11-C9-C8 
